Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.003 Å; R factor = 0.037; wR factor = 0.101; data-to-parameter ratio = 8.2. organic compounds o1018 Tiekink et al.
In the title pyrazole derivative, C 11 H 11 N 3 O 2 , the benzene ring is twisted [dihedral angle = 31.38 (12) ] with respect to the pyrazole ring (r.m.s. deviation = 0.009 Å ). The nitro group is effectively coplanar with the benzene ring to which it is attached [O-N-C-C torsion angle = À6.5 (3) ]. Supramolecular chains along the b axis are formed owing tointeractions [3.8653 (2) Å ] between translationally related molecules involving both the five-and six-membered rings.
Related literature
For the therapeutic importance of pyrazole compounds, see: Sil et al. (2005) ; Haddad et al. (2004) . For the diverse pharmacological activities of pyrazole compounds, see: Bekhit et al. (2010 Bekhit et al. ( , 2012 ; Higashi et al. (2006) . For the synthesis, see: Butler & James (1982) ; Claramunt et al. (2006) . For recently reported structures, see: Wardell et al. (2012) ; Baddeley et al. (2012) . Data collection: COLLECT (Hooft, 1998) ; cell refinement: DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 
Experimental

Comment
Pyrazoles are key structures in numerous compounds of therapeutic importance (Sil et al., 2005 , Haddad et al., 2004 .
Compounds containing this ring system are known to display diverse pharmacological activities, for example as antimalarial agents (Bekhit et al., 2012) , anti-inflammatory agents (Bekhit et al., 2010) , and against cardiovascular disease (Higashi et al., 2006) . A general route to pyrazole derivatives involves reaction of an arylhydrazine, ArNHNH 2 , with a βdicarbonyl compound, R′COCH 2 COY. In connection with recent structural studies Baddeley et al., 2012) , we now wish to report the structure of the title compound, (I), prepared from 4-O 2 NC 6 H 4 NHNH 2 and MeCOCH 2 COMe.
In (I), Fig. 1 , the pyrazole ring is planar with a r.m.s. deviation for the fitted atoms of 0.009 Å. The benzene ring is twisted out of this plane forming a dihedral angle of 31.38 (12)°. The nitro group is effectively co-planar with the benzene ring to which it is connected as seen in the value of the O1-N3-C9-C8 torsion angle of -6.5 (3)°.
The most prominent intermolecular interactions in the crystal structure of (I) are of the type π-π. These form between translationally related molecules along the b axis, involving both the five-and six-membered rings, and therefore, the ring centroid separations are 3.8653 (2) Å, Fig. 2 . Columns pack with no specific intermolecular interactions between them,
Fig. 3.
Experimental
A solution of 4-O 2 NC 6 H 4 NHNH 2 (2 mmol) and MeCOCH 2 COMe (2 mmol) in EtOH (20 ml) was refluxed for 1 h. The solution was maintained at room temperature and crystals were collected after a few days, M.pt: 373-375 K; lit. M.pt: 373-375 K (Butler & James, 1982) . NMR spectra were identical with those reported (Claramunt et al., 2006 ). IR ν: 3300, 1608 , 1597 , 1570 , 1518 , 1504 , 1414 , 1334 , 1301 , 1273 , 1176 , 1110 , 1934 .
Refinement
The C-bound H atoms were geometrically placed (C-H = 0.95-0.98 Å) and refined as riding with U iso (H) = 1.2-1.5U eq (C). In the absence of significant anomalous scattering effects, 515 Friedel pairs were averaged in the final refinement.
Computing details
Data collection: COLLECT (Hooft, 1998) ; cell refinement: DENZO (Otwinowski & Minor, 1997) and COLLECT (Hooft, 1998) ; data reduction: DENZO (Otwinowski & Minor, 1997) and COLLECT (Hooft, 1998) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.25661 (11) 0.8154 (7) 0.1996 (2) 0.0529 (6) (14) 0.0063 (9) 0.0092 (9) 0.0016 (11) N1 0.0223 (9) 0.0249 (9) 0.0216 (9) −0.0003 (7) −0.0012 (7) 0.0011 (7) supplementary materials sup-6
Acta Cryst. (2012). E68, o1018 N2 0.0227 (8) 0.0262 (10) 0.0249 (9) 0.0020 (7) −0.0012 (7) 0.0005 (9) N3 0.0300 (11) 0.0318 (11) 0.0427 (13) 0.0032 (9) 0.0117 (10) 0.0062 (10) C1 0.0273 (11) 0.0239 (10) 0.0225 (10) −0.0041 (9) −0.0019 (9) −0.0004 (9) C2 0.0279 (11) 0.0224 (10) 0.0275 (11) −0.0021 (9) −0.0009 (9) −0.0003 (9) C3 0.0330 (12) 0.0252 (11) 0.0241 (11) −0.0025 (9) 0.0028 (9) −0.0035 (9) C4 0.0271 (11) 0.0329 (13) 0.0324 (13) 0.0019 (9) 0.0016 (9) −0.0002 (11) C5 0.0337 (12) 0.0368 (14) 0.0233 (10) −0.0035 (11) −0.0046 (9) 0.0038 (10) C6 0.0236 (10) 0.0202 (10) 0.0238 (11) 0.0000 (7) 0.0009 (8) 0.0023 (9) C7 0.0245 (10) 0.0252 (11) 0.0254 (10) 0.0001 (8) −0.0016 (9) 0.0033 (10) C8 0.0296 (11) 0.0260 (11) 0.0246 (11) −0.0015 (9) 0.0037 (9) 0.0019 (9) C9 0.0250 (11) 0.0260 (11) 0.0312 (12) 0.0019 (9) 0.0073 (9) 0.0059 (10) C10 0.0206 (10) 0.0297 (11) 0.0345 (13) −0.0020 (9) −0.0014 (9) 0.0060 (10) C11 0.0270 (10) 0.0240 (11) 0.0268 (11) −0.0025 (9) −0.0042 (9) 0.0012 (9) Geometric parameters (Å, º) 
